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Details of periodic DFT calculations
Periodic electronic structure methods for organic crystals based on density functional theory with an essential correction to account for dispersion interaction can generate a reliable energy ranking of different possible crystal structures. Here, the periodic DFT code BAND 2014.1 1 was used with Slater atomic orbitals and a TZP basis set for all atoms with the 1s orbitals frozen for oxygen, nitrogen and carbon atoms 2 . γ-point calculations were performed (k-space = 1). Initially, only the positions of the hydrogen atoms were optimized and later all atomic positions were unconstrained. The number of basis functions amounted to 4136 for each calculation.
The BP86 3 and the revPBE 4 exchange-correlation functionals both with Grimme's correction for van-der-Waals interactions 5 and Becke-Johnson damping were used. The PBE functional was shown to yield superior crystal energy landscapes for organic and pharmaceutical nonchiral and chiral structures.
Default convergence criteria of SCF energies, energy conversion and structural optimizations were used. 
